LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
Data File : BF137895.D

Acqg On : 10 May 2024 22:21
Operator : CG\JU

Sample : P2432-05

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF043024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF137895.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.21e 16 21 26 rVB2 56662 105763 2.89% 0.416%
2 2.434 50 59 64 rBV 1816379 2518705 68.76% 9.914%
3 3.699 270 274 287 rBV 53733 86984  2.37% 0.342%
4 5.675 605 610 613 rBV 2862252 2691281 73.47% 10.594%
5 6.663 772 778 781 rBV 2472382 2729656 74.52% 10.745%
6 7.045 840 843 847 rBV 1036837 901237 24.60%  3.548%
7 7.610 933 939 942 rBV 1999923 1763284 48.14% 6.941%
8 7.851 976 980 986 rBV 55048 51283 1.40% 0.202%
9 8.334 1058 1062 1065 rBV 1443666 1220116 33.31% 4.803%
106 8.633 1110 1113 1129 rBV 37293 60337 1.65% 0.238%

11  9.404 1240 1244 1248 rBV 3967138 3662921 100.00% 14.418%
12 10.092 1357 1361 1365 rBV 1721737 1412868 38.57%
13 10.180 1371 1376 1384 rVB3 50530 70555 1.93%
14 10.886 1491 1496 1499 rBV 2090575 1911008 52.17%
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15 11.586 1611 1615 1618 rBV 1492079 1216977 33.22% 790%
16 12.098 1698 1702 1712 rBV2 234984 279691 7.64% 1.101%
17 12.804 1817 1822 1828 rBV 85649 95072 2.60% 0.374%
18 12.880 1832 1835 1846 rVV 102068 133705 3.65% 0.526%
19 13.033 1856 1861 1867 rVB 60174 84474 2.31% 0.333%
20 13.174 1881 1885 1888 rBV 3170016 2658279 72.57% 10.464%
21 14.239 2061 2066 2069 rBV 934692 829517 22.65% 3.265%
22 15.333 2247 2252 2256 rBV 26384 43714 1.19% 0.172%
23 15.392 2259 2262 2268 rVB 35962 41716 1.14% 0.164%
24 15.809 2327 2333 2344 rBV 563080 791640 21.61% 3.116%
25 16.304 2410 2417 2423 rBV2 24839 44019 1.20% 0.173%
Sum of corrected areas: 25404802
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 10 May 2024 22:21
¢ CG\JU
: P2432-05

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
BF137895.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
Data File : BF137895.D

Acqg On : 10 May 2024 22:21
Operator : CG\JU

Sample : P2432-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.434 55.89 ng 2518710 1,4-Dichlorobenzene-d4 7.045

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 59 (2.434 min): BF137895.D\data.ms (-50) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1
R e e
91 ‘ 2.20 2.40 2.60 2.80
O 22 L L2012 gz 43.e5  33.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T T T[T
43.0 2.20 2.40 2.60 2.80
' 87.0 m/z 87.10  26.16%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 55.10  24.59%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R e mma
73.0 2.20 2.40 2.60 2.80
m/z 41.10 10.89%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e SAUNED S S —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
Data File : BF137895.D

Acqg On : 10 May 2024 22:21
Operator : CG\JU

Sample : P2432-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.098 4.60 ng 279691  Phenanthrene-di10 11.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 1702 (12.098 min): BF137895.D\data.ms (-1698) (- m/z 73.10 100.00%

73.1
5000 129.1
213.2
— =g
391 ‘ 17‘1-1‘ 25“5-3 ‘ 12.00 12.50
0 b Ll b L 88 s es 7. 7a%
mlz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 ol P
213.0 12.00 12.50

m/z 60.10 78.60%

b9 ‘ ‘171.0
0 ”}“H\‘M ‘\‘L‘ ‘\ \“ \‘\““ \‘\ ‘\ T “\ LA
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid
73.0
— —
12.00 12.50
5000 ITI/Z 57.05 67 .86%
P9.
129.0
‘ 171.0 214.0
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid e, =
73.0 12.00 12.50
m/z 41.10 66.23%
5000 129.0
29. 185.0 541 284.0
0 W 1 S R S VU A S
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
Data File : BF137895.D

Acqg On : 10 May 2024 22:21
Operator : CG\JU

Sample : P2432-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.880 2.20 ng 133705  Phenanthrene-di10 11.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1835 (12 880 min): BF137895.D\data.ms (-1832) (- m/z 73.10 100.00%
5000 129.1
185.1 241.2
‘ ‘ 2844 12.50 13.00
0 H“‘H“w‘w b prd e L m/z 43.05  94.19%
mfz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
1
129.0
5000p8.0 284.0 ™ ]
185.0 241.0 12.50 13.00
m/z 57.05 81.83%
0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ R
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
o —
12.50 13.00
m/z 60.00 79.37%
5000 284.0 /
3.0 1290
Il 1850 2410
fo) \‘\M u‘H M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ e ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid i S e
60.0 12.50 13.00
m/z 55.10  75.95%
5000 129.0
H 171.0 213.0 256.0
0! H‘m\h”\u‘\h\‘\“”““\“‘\H“\HH‘HH“H = —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
Data File : BF137895.D

Acqg On : 10 May 2024 22:21
Operator : CG\JU

Sample : P2432-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.033 2.04 ng 84474  Chrysene-d12 14.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H1e 000129-00-0 95
2 Fluoranthene 202 Cl6H1e0 000206-44-0 91
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 53
4 1-Leucine, N-methyl-N-(2-methoxy... 331 C17H33NO5 1000328-54-1 33
5 1-Leucine, N-methyl-N-(2-methoxy... 317 C16H31NO5 1010328-54-0 28
Abundance Scan 1861 (13.033 min): BF137895.D\data.ms (-1856) (- m/z 202.10 100.00%
202.1
5000
57.1 1010 13.00 : |
150.0 174.0 ;
0 "H"h"w"H‘M"\““‘1‘2‘5“1“”“_”“”» m/z 200.10  21.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78083: Pyrene
202.0
5000 — /\ :
13.00
m/z 203.00 18.65%
101.0
0 510 750 | 1220 150.0 1740 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78090: Fluoranthene
202.0
A ; r\‘/\/\/\‘ A‘ N\ . A‘A
13.00
5000 m/z 201.10 16.16%
101.0
0270 50.0 75.0 M 122.0 150.0 1740 m
R e e e TR T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #78096: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- —
202.0 13.00
m/z 101.00  15.18%
5000
o 390 750 (1010 1260 150.0 1740 | NN
e e e e e e e A A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051024\
Data File : BF137895.D

Acqg On : 10 May 2024 22:21
Operator : CG\JU

Sample : P2432-05

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.434 55.9 ng 2518710 1 7.045 901237 20.0
n-Hexadecanoic ... 12.098 4.6 ng 279691 4 11.586 1216980 20.0
Octadecanoic acid 12.880 2.2 ng 133705 4 11.586 1216980 20.0
Benzene, 1,1'-(... 13.033 2.0 ng 84474 5 14.239 829517 20.0
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